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The title compound, 4-{4-[2-(2-hydroxyethyl)methylamino]-benzylideneamino}-5-methyl-1,2,4-triazole-3-thione, C 13 H 17 -N 5 OS, is present in a thioketone form and the triazole ring is almost planar. The asymmetric unit consists of two molecules which have different conformations. There is a weak CÐHÁ Á ÁS intramolecular interaction, a weak OÐHÁ Á ÁS intermolecular interaction and intermolecular NÐHÁ Á ÁO and OÐHÁ Á ÁN hydrogen bonds.
Comment
There has been continuous interest in the chemistry of Schiff base compounds because they possess antibacterial, anticancer and anti-in¯ammatory activities (Williams, 1972; Ren et al., 1999) . The sulfur-containing compounds are particularly effective (Dimmock et al., 1997) . Therefore, we synthesized a new sulfur-containing Schiff base compound, (I), that has a hydroxy group which helps to increase the solubility of the compound in water. The bioactivities of (I) are also being invesigated by our research group.
As shown in Fig. 1 , there are two types of conformation of (I), molecules A and B. The dihedral angles of the mean planes of the triazole ring and the phenyl rings are 11.4 (2) and 69.3 (2) for molecules A and B, respectively. The difference between these two molecules is further exhibited in that molecule A has a weak CÐHÁ Á ÁS intramolecular interaction, whereas molecule B has a weak OÐHÁ Á ÁS intermolecular interaction ( Table 2) .
The bond distances and angles in (I) are normal (Fun et al., 1996; Liu et al., 1999) and both molecules are in the thioketone form. There are also intermolecular NÐHÁ Á ÁO and OÐHÁ Á ÁN hydrogen bonds (Table 2) .
Experimental 4-Amino-5-methyl-1,2,4-triazole-3-thione (0.05 mol in 20 ml ethanol), synthesized according to a reported method (Mohan, 1983) , was added to a solution of 4-[(2-hydroxyethyl)methylamino]benzaldehyde (0.05 mol in 10 ml ethanol), also prepared according to the literature (Zhao et al., 1995) . Several drops of hydrochloric acid were added to the solution, which was then re¯uxed for 2 h. Yellow crystals of (I) were eventually obtained. The yield and the melting point of (I) are 70% and 448.6 K, respectively. The yellow crystals were recrystallized from ethanol by slow evaporation. where P = (F o 2 + 2F c 2 )/3 (Á/') max = 0.001 Á& max = 0.30 e A Ê À3 Á& min = À0.42 e A Ê À3 Table 1 Selected bond lengths (A Ê ). S1AÐC3A
1.663 (3) S1BÐC3B 1.666 (3) Hydrogen-bonding geometry (A Ê , ). Symmetry codes: (i) 1 xY yY 1 z; (ii) 2 À xY 1 À yY 1 À z; (iii) 2 À xY ÀyY 1 À z.
After checking their presence in the difference maps, all H atoms, except the hydroxyl H atoms, were geometrically ®xed and allowed to ride on their attached atoms with U iso = 1.5U eq for methyl and U iso = 1.2U eq for the other attached atoms. The methyl groups were re®ned as rigid rotors. The hydroxyl H atoms were located from the difference maps and re®ned isotropically.
Data collection: SMART (Siemens, 1996) ; cell re®nement: SAINT (Siemens, 1996) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 1997); program(s) used to re®ne structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 1990) .
Figure 1
The structure of the title complex showing 50% probability displacement ellipsoids and the atom-numbering scheme. 
Data collection
Siemens SMART CCD area-aetector diffractometer Radiation source: fine-focus sealed tube Graphite monochromator Detector resolution: 8.33 pixels mm -1 ω scans Absorption correction: empirical (using intensity measurements) (SADABS; Sheldrick, 1996) T min = 0.914, T max = 0.986 7981 measured reflections 4863 independent reflections 3249 reflections with I > 2σ(I) 
Special details
Experimental. The data collection covered over a hemisphere of reciprocal space by a combination of three sets of exposures; each set had a different φ angle (0,88 and 180°) for the crystal and each exposure of 30 s covered 0.3° in ω. The crystal-to-detector distance was 4.023 cm and the detector swing angle was -35°. Coverage of the unit set is 91% complete. Crystal decay was monitored by SAINT (Siemens, 1996) and was found to be negligible. Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1A 0.69145 (7) 0.69502 (8) 
